The crystal of N-(4-Cholorobenzoyl)-anthranilic acid has been synthesized and characterized by X-Ray, 1 H-NMR, 13 C-NMR and IR techniques. Its molecular geometry was also optimized using HF and DFT/B3LYP theories with the 6−31G ( 
Introduction
The formation of amides has attracted considerable interest owing to their importance in bioorganic and organic chemistry, their value as intermediates in organic synthesis and a wide range of applications in the chemical industry [1] .
Amide bond structure of amide derivatives often plays a key role in functions such as molecular recognition events or biological activities [2] . Amide bonds continue attracting the attention of the chemists, biologists because of their profound importance in living systems; such as, they determine the interactions of biologically active structures like peptides [3] .
In this context, we would like to report the preparation of N-(4-cholorobenzoyl)-
anthranilic acid crystal and their characterization with the help of X-Ray, 1 H-NMR, 13 C-NMR and IR techniques. Furthermore, theoretical calculations have been performed using the Gaussian 03 program [4] at various levels of theory to investigate the structural and physical properties of title compound [5] .
Experimental and Computational

Material and Measurements
All chemicals were purchased from Sigma-Aldrich or Fluka Chemical Company with a stated purity of greater than 99% and it was used as such without further purification. The FT-IR spectra were recorded in the region of 400-4000 cm −1 on Perkin-Elmer Spektrum 100 BX, FT-IR spectrophotometer. 1 HNMR spectra were recorded indeuterated chloroform using tetra methyl silane (TMS) as an internal reference standard on BRUKER DPX-400 NMR spectrometer.
Computational details
The structural and geometrical features of the hydrogen bonded compound of the title compound is studied extensively in this work by ab initio and DFT calculations with various basis sets: 6-31G(d) and 6-31G+(d,p) using the GAUSSIAN 03 series of programs [4] .
X-ray structure determination
Diffraction measurements were made on a Bruker ApexII kappa CCD diffractometer using graphite monochromated Mo K radiation ( = 0.71073 Å). The intensity data were integrated using the SAINT program [6] . Absorption corrections were applied based on equivalent reflections using SADABS [7] . The structures were solved by direct methods and refined using full-matrix least-squares against F 2 using SHELXL [8] . The program ORTEP-3 [9] for Windows was used preparation of the figures. Details of the data collection conditions and the parameters of the refinement process are given in Table 1 . Table 1 . Crystal data and structure refinement for compound 1.
Synthesis of N-(4-Cholorobenzoyl)-anthranilic acid N-(4-cholorobenzoyl)-anthranilic
Results and discussion
The selected bond lengths are summarized in Table 2 . It is obvious that the C19-O5
and C18-O2 with a bond length of 1. The C19-N6 bond length is 1.37 Å and C8-N6 bond length is 1.40 Å similar normal C-N bond distance. The difference in calculated C-N bond length of 0.01 Å is due to the repulsion between the lone pair of electron on the oxygen and the nitrogen atoms [5] . It is observed that the various ring C-C bond lengths and the C-H bond lengths of the title compound are found to be almost same at all levels of calculations. The calculated C25-Cl1 bond length is nearly equal to experimental. For numbering of atoms refer Fig. 1 The selected bond angles are summarized in For numbering of atoms refer Fig. 1 The selected dihedral angles are summarized in Table 4 . The chlorine connected phenyl ring is planar with carbonyl connected phenyl ring which is evident from the dihedral angle of C20-C19-N6-C28 177.2. The torsion angles determined from B3LYP methods are slightly higher than that obtained from HF methods. 
Conclusions
We have carried out DFT and ab initio calculations on the structure and vibrational 
